space group unit cell with lattice parameters reported for the BDT-COF. Based on the functional groups and the geometry of the BDT-OEt COF precursor molecules, the repeating unit was constructed and placed in the bare hexagonal unit cell to obtain the complete unit cell. The geometry of the BDT-OEt COF layer was optimized in the unit cell using the Dreiding forcefield and the QEq correction for weak interactions. The Reflex package in the Materials Studio software allows for Pawley refinement for the simulated unit cell parameters according to the experimental PXRD. The simulated unit cell parameters were refined against the experimental PXRD. The refinement parameters R p and R wp are 3.37% and 4.95%, respectively, the final unit cell parameters are a = b = 36.56±0.04 Å, c = 3.65±0.04 Å. Section 10. NMR spectra of hydrolysed COFs
